LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF112916.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.030 238 240 243 rBV 464683 590180 9.23% 1.432%
2 5.453 274 277 279 rBV 2493025 2238039 34.99% 5.431%
3 6.482 364 367 369 rBVY 1592641 1535346 24.01% 3.726%
4 6.619 377 379 382 rBVY 3004038 3936854 61.55% 9.553%
5 6.859 398 400 402 rBVY 1357332 1182629 18.49% 2.870%

7.019 411 414 416 rBV 3624497 3880320 60.67% 9.416%
7.419 446 449 452 rBV 2621595 3044317 47.60% 7.387%
8.139 510 512 515 rBV 1266041 1462180 22.86% 3.548%
9.225 603 607 609 rBVY 6038672 6061380 94.77% 14.708%
9.659 643 645 648 rVB 110895 95844 1.50% 0.233%

=
QO ~NO®

11 9.899 663 666 668 rBV 1934407 1799558 28.14% 4_.367%
12 10.688 732 735 737 rBV 3783537 4087214 63.91% 9.918%
13 11.385 793 796 798 rVB 1224114 1697267 26.54% 4.118%
14 11.911 840 842 851 rBv2 238160 299144 4.68% 0.726%
15 12.699 909 911 918 rBV 245283 289107 4._.52% 0.702%

16 12.974 932 935 937 rBV 5892242 6395697 100.00% 15.519%
17 13.865 1011 1013 1020 rVB 69181 82032 1.28% 0.199%

18 14.014 1023 1026 1028 rBV 1558985 1518359 23.74% 3.684%
19 15.443 1148 1151 1154 rBV 852956 1015635 15.88% 2.464%

Sum of corrected areas: 41211102
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance : .
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

5.03 9.98 ng 590180 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (5.030 min): BF091383.D (-238) (-) m/z 43.00 100.00%
43
59
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101 N 4RO EO0 Eo0 Ea0
4.60 4.80 5.00 5.20 5.40
Ol Sl S & "m/z 59.00 52.46%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS R L L A
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.53%
o 25 3t 37 83 gz 01
B A e e P P NP A
Abundance
59
460 480 500 520 5.40
5000 m/z 101.00 12.69%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R T
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.52%
5000 41
31
| T
0% '|'%§'| "'MI' "JIIM "|??HL| UL SRR R "|"'9?|"" N SRASE SRR RRAAS URRAR AR
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.62 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.62 66 .58 ng 3936850 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 379 (6.619 min): BF091383.D (-377) (-) m/z 132.00 100.00%
5000 68
5 g [ 75 ¥ 620 6.40 6.0 6.80 7.00
48 >* 62 104 20 _6.40 6.60 6.80 7.
Ol el 87 Lt sl Tm/z 68.10 50.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 [TTrr[rrrr[frrrprrrrrm—
6.20 6.40 6.60 6.80 7.00
a1 70 m/z 66.00 34.38%
60
I R ¥ 7 8 | 105 116
R B e R B R e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 e
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 32.13%
78
31 5o a4 51
o) NSRS 1YV SN ORI MMM | RN | —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R Emmae e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.49%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

8270-BF112916.M Fri Dec 02 15:14:35 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.53 ng 299144 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 842 (11.911 min): BF091383.D (-840) (-) m/z 43.05 100.00%
48 60
73 ﬂ
5000
129 )
143157 171 185 19 213 11.60 11.80 12.00 12.20
o 199 1% A= m/z 60.00 87.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 T T T T T T T I T T
nmnmnmnm
m/z 73.00 80.51%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 11'60 11.80 12.00 12.20
5000 m/z 57.05 78.85%
129 242
87 199
I A v % v = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 73.30%
5000 129
; 185 228
01115 143 127171 k
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1? R
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120116\
Data File : BF091383.D

Aca On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample : H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.41 ng 289107 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 68
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
Abundance Scan 911 (12.699 min): BF091383.D (-909) (-) m/z 43.10 100.00%
5773
5000
129
97 185 RN BN AN SURRAN BN
11 241
14317171 | 199 284 12.40 12.60 12.80 13.00
o 1 T m/z 57.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73
435
5000
129 12.40 12.60 12.80 13.00
115 185 228 m/z 60.00 80.64%
01 143 171
0 "'|""|""|' |T... H‘ ‘...|‘....‘|....|.‘..1.99.?:.L.3 ”\” SRR RRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
4 1240 1260 12.80 13.00 |
5000 129 m/z 72.95 77.00%
27
87101115 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
78 12.40 12.60 12.80 13.00
m/z 55.10 72.31%
43 57
5000
129
2 ‘ 115 171185 214
Ao 2 ™ N I PP\ SO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120116\
Data File : BF091383.D

Acq On : 1 Dec 2016 20:02

Operator : UM/SJ

Sample - H5801-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF112916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.03 10.0 ng 590180 1 6.86 1182630 20.0
unknown6 .62 6.62 66.6 ng 3936850 1 6.86 1182630 20.0
n-Hexadecanoic acid 11.91 3.5 ng 299144 4 11.39 1697270 20.0
Tetradecanoic acid 12.70 3.4 ng 289107 4 11.39 1697270 20.0
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